
                                     LSC Area Percent Report
 
  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 1 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Title     : SVOA CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   2.828    36   41   53 rVB   155322    312730   2.10%   0.382%
  2   6.816   712  719  729 rBV   505040    823075   5.53%   1.006%
  3   6.981   740  747  760 rVB   362901    586439   3.94%   0.717%
  4   7.175   773  780  791 rVB   500889    810407   5.44%   0.990%
  5   7.639   851  859  867 rBV   735021   1187175   7.97%   1.451%
 
  6   8.345   973  979  995 rVB   570758    985619   6.62%   1.204%
  7   8.792  1048 1055 1065 rBV   512033    838564   5.63%   1.025%
  8   9.510  1169 1177 1187 rBV   406467    716135   4.81%   0.875%
  9  10.045  1260 1268 1281 rBV   598677   1067269   7.17%   1.304%
 10  10.422  1321 1332 1345 rBV  1012144   1837926  12.35%   2.246%
 
 11  10.563  1348 1356 1367 rBV   568165   1080159   7.26%   1.320%
 12  13.698  1883 1889 1894 rBV  1119694   1691108  11.36%   2.066%
 13  13.745  1894 1897 1907 rVB   687323   1047329   7.03%   1.280%
 14  13.980  1929 1937 1947 rBV  1242503   2033331  13.66%   2.484%
 15  14.292  1977 1990 1999 rBV2 1431135   2441867  16.40%   2.984%
 
 16  14.510  2021 2027 2039 rBV   285371    545464   3.66%   0.666%
 17  15.286  2152 2159 2170 rBV  1734681   2522400  16.94%   3.082%
 18  15.415  2176 2181 2194 rVB   289774    431864   2.90%   0.528%
 19  17.039  2451 2457 2467 rBV  1899861   2861217  19.22%   3.496%
 20  17.139  2467 2474 2486 rVB2 1776605   2672239  17.95%   3.265%
 
 21  19.439  2859 2865 2874 rBV2 1986955   2919572  19.61%   3.567%
 22  20.374  3020 3024 3032 rVB   430134    537846   3.61%   0.657%
 23  20.491  3039 3044 3047 rBV   608656    748851   5.03%   0.915%
 24  20.556  3047 3055 3061 rVB2 2668267   4317396  29.00%   5.275%
 25  20.721  3078 3083 3089 rBV  1133366   1542002  10.36%   1.884%
 
 26  20.786  3089 3094 3099 rVV  3004202   4065244  27.31%   4.967%
 27  20.839  3099 3103 3108 rVV2 2432046   3653863  24.54%   4.465%
 28  20.897  3108 3113 3118 rVB4  839144   1670789  11.22%   2.041%
 29  21.091  3140 3146 3151 rBV4 5433804   9777780  65.68%  11.947%
 30  21.150  3151 3156 3161 rVV  10179307  14887972 100.00%  18.191%
 
 31  21.197  3161 3164 3167 rVV  1103522   1326112   8.91%   1.620%
 32  21.238  3167 3171 3179 rVV  1799337   2412434  16.20%   2.948%
 33  21.333  3179 3187 3193 rVV  1007301   1316903   8.85%   1.609%
 34  21.450  3203 3207 3212 rVV   661595    867165   5.82%   1.060%
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                                     LSC Area Percent Report
 
  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 1 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Title     : SVOA CALIBRATION
 
 35  23.303  3516 3522 3537 rVB2 1074798   2220340  14.91%   2.713%
 
 36  23.444  3539 3546 3560 rVB  1120323   2234895  15.01%   2.731%
 37  23.956  3629 3633 3643 rVB2  140301    257153   1.73%   0.314%
 38  24.562  3731 3736 3743 rVB3  157761    311982   2.10%   0.381%
 39  24.685  3753 3757 3769 rVB2  125064    280960   1.89%   0.343%
 
 
                        Sum of corrected areas:    81841576
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                              LSC Report - Integrated Chromatogram

  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
0

2000000

4000000

6000000

8000000

   1e+07

Time-->

Abundance TIC: BM006356.D

  2.83
  6.82  6.98  7.17   7.64   8.35   8.79   9.51  10.05

 10.42
 10.56

12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
0

2000000

4000000

6000000

8000000

   1e+07

Time-->

Abundance TIC: BM006356.D

 13.70
 13.74

 13.98 14.29

 14.51

 15.29

 15.42

 17.04 17.14  19.44

 20.37

20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
0

2000000

4000000

6000000

8000000

   1e+07

Time-->

Abundance TIC: BM006356.D

 20.49

 20.56

 20.72

 20.79
 20.84

 20.90

 21.09

 21.15

 21.20
 21.24

 21.33
 21.45

 23.30 23.44

 23.96  24.56 24.69

SOM02.2-EPA-BM070216.M Mon Jul 11 19:21:18 2016                                       Page: 3

Instrument :
BNA_M
ClientSampleId :
BDJ00



                                 Library Search Compound Report

  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  (DEL) Alkane: Cyclic2.83        Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.83    5.27 ng/ul      312730   1,4-Dichlorobenzene-d4      7.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane                          84 C6H12          000110-82-7 91
 2 Cyclohexane                          84 C6H12          000110-82-7 91
 3 Cyclohexane                          84 C6H12          000110-82-7 91
 4 Cyclohexane                          84 C6H12          000110-82-7 91
 5 1-Pentene, 2-methyl-                 84 C6H12          000763-29-1 59
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Abundance Scan 41 (2.828 min): BM006356.D (-36) (-)
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Abundance #1434: Cyclohexane
56

8441

27
69

15
2

2.80 3.00 3.20

m/z  56.10  100.00%

2.80 3.00 3.20

m/z  41.05   61.61%

2.80 3.00 3.20

m/z  84.05   60.40%

2.80 3.00 3.20

m/z  55.10   37.00%

2.80 3.00 3.20

m/z  69.10   29.52%
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                                 Library Search Compound Report

  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  Bicyclogermacrene               Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.37    4.46 ng/ul      537846   Chrysene-d12               21.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bicyclogermacrene                   204 C15H24         067650-90-2 52
 2 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24         003691-11-0 43
 3 7-Propylidene-bicyclo[4.1.0]heptane 136 C10H16         082253-09-6 38
 4 1H-Cycloprop[e]azulene, 1a,2,3,5... 204 C15H24         021747-46-6 30
 5 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24         1000159-38-6 25
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m/z  91.05   84.69%
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                                 Library Search Compound Report

  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  Azulene, 1,2,3,5,6,7,8,8a-o...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.49    6.21 ng/ul      748851   Chrysene-d12               21.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24         003691-11-0 50
 2 .beta.-Humulene                     204 C15H24         000116-04-1 42
 3 Bicyclogermacrene                   204 C15H24         067650-90-2 38
 4 .alpha.-Caryophyllene               204 C15H24         006753-98-6 30
 5 1H-Cycloprop[e]azulene, 1a,2,3,5... 204 C15H24         021747-46-6 27
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                                 Library Search Compound Report

  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  unknown-01                      Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.56   35.79 ng/ul     4317400   Chrysene-d12               21.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Piperazinepropanenitrile, .bet... 229 C13H15N3O      014761-40-1 25
 2 6,7-Methylenedioxy-thieno(2,3-b)... 229 C12H7NO2S      062638-09-9 25
 3 2-(3-Fluorophenyl)-1,3-benzothia... 229 C13H8FNS       1000298-18-6 22
 4 Benzoic acid, 4-(4-propylcyclohe... 381 C25H35NO2      1000204-13-6 22
 5 10H-Phenothiazine, 1-methoxy-       229 C13H11NOS      001576-70-1 22
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                                 Library Search Compound Report

  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Eudesma-4(14),11-diene          Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.72   12.78 ng/ul     1542000   Chrysene-d12               21.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eudesma-4(14),11-diene              204 C15H24         1000152-04-3 59
 2 .beta.-Humulene                     204 C15H24         000116-04-1 38
 3 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24         1000159-38-6 25
 4 1,3-Dimethyl-5-(propen-1-yl)adam... 204 C15H24         057040-48-9 25
 5 2-(6-Methylpyridin-2-ylmethyl)cy... 205 C13H19NO       128231-64-1 25
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                                 Library Search Compound Report

  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Ethyl 1-thio-.alpha.-d-arab...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.79   33.70 ng/ul     4065240   Chrysene-d12               21.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethyl 1-thio-.alpha.-d-arabinofu... 194 C7H14O4S       1000129-83-7 60
 2 Benzene, 1-ethyl-3-(1-methylethyl)- 148 C11H16         004920-99-4 38
 3 Disiloxane, pentamethyl-            148 C5H16OSi2      001438-82-0 27
 4 2-{2-[1-(2-Hydroxyethyl)-5-oxo-3... 417 C20H23N3O5S    1000224-26-4 25
 5 Benzeneacetonitrile, 4-hydroxy-     133 C8H7NO         014191-95-8 22
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m/z 109.10   31.68%
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m/z  91.05   31.11%

20.40 20.60 20.80 21.00 21.20

m/z  95.10   30.79%
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                                 Library Search Compound Report

  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  2-Dimethylamino-3-methylpyr...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.84   30.29 ng/ul     3653860   Chrysene-d12               21.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Dimethylamino-3-methylpyridine    136 C8H12N2        061713-46-0 50
 2 2.alpha., 4a.beta., 8a.alpha.-De... 154 C10H18O        005779-35-1 41
 3 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24         1000159-38-6 25
 4 Benzenemethanol, 3,5-dimethyl-      136 C9H12O         027129-87-9 25
 5 2-Hydroxy-5-methylbenzaldehyde      136 C8H8O2         000613-84-3 22

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 3103 (20.839 min): BM006356.D (-3099) (-)
136

107
81

55
205

173
189 32815739 285231 311255

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #15676: 2-Dimethylamino-3-methylpyridine
107

136

78

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #25712: 2.alpha., 4a.beta., 8a.alpha.-Decahydro-2-naphthaleno
136

95
79

41

57 152

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #58773: 1-Cycloheptene, 1,4-dimethyl-3-(2-methyl-1-propene...
107

43
135

81

20416127
65

177

20.60 20.80 21.00 21.20

m/z 136.10  100.00%

20.60 20.80 21.00 21.20

m/z 107.10   57.95%

20.60 20.80 21.00 21.20

m/z  81.10   46.91%

20.60 20.80 21.00 21.20

m/z  95.10   43.87%

20.60 20.80 21.00 21.20

m/z 123.10   43.42%
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                                 Library Search Compound Report

  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  unknown-02                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.90   13.85 ng/ul     1670790   Chrysene-d12               21.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2H,8H-Benzo[1,2-b:5,4-b']dipyran... 326 C20H22O4       055334-39-9 25
 2 Naphthalene, 1,2,3,4,4a,5,6,8a-o... 204 C15H24         000473-13-2 25
 3 1-(6-Methyl-benzothiazol-2-yl)-3... 311 C16H13N3O2S    106531-84-4 11
 4 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24         003691-11-0 11
 5 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24         1000159-38-6 11

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3113 (20.897 min): BM006356.D (-3108) (-)
95

189121
311

22955 14777 271
207164 328253 355

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #130818: 2H,8H-Benzo[1,2-b:5,4-b']dipyran-2-one, 5-methoxy...
311

253 283134 163 227

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #58907: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dime...
189

93
41

133
161

67

11023

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #123302: 1-(6-Methyl-benzothiazol-2-yl)-3,4-dimethyl-pyran...
311

163 268241122 213

20.60 20.80 21.00 21.20

m/z  95.10  100.00%

20.60 20.80 21.00 21.20

m/z 189.15   71.51%

20.60 20.80 21.00 21.20

m/z 107.10   70.89%

20.60 20.80 21.00 21.20

m/z 121.10   66.55%

20.60 20.80 21.00 21.20

m/z 311.30   57.93%
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                                 Library Search Compound Report

  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  unknown-03                      Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.09   81.06 ng/ul     9777780   Chrysene-d12               21.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Aniline, p,p'-(m-phenylenedioxy)di- 292 C18H16N2O2     002479-46-1 30
 2 2-(4-Fluorophenyl)-5-methoxy-2H-... 292 C18H13FN2O     1000194-51-1 30
 3 Guanidine, 1-[4-(4-morpholyl)-3-... 292 C12H16N6O3     296244-85-4 25
 4 1,1'-Biphenyl, 4,4-bis(1-pyrroli... 292 C20H24N2       1000193-54-6 25
 5 Benzoic acid, 4-[2-(2-hydroxy-1-... 292 C17H12N2O3     1000197-03-1 22

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 3146 (21.091 min): BM006356.D (-3140) (-)
292

1931689541
69 119 221152135 311255271 328

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #113174: Aniline, p,p'-(m-phenylenedioxy)di-
292

108
14680 18412853 26316728 235201218

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #113167: 2-(4-Fluorophenyl)-5-methoxy-2H-benzo[g]indazole
292

249
95

14675
122 22051 20217027 276

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #112838: Guanidine, 1-[4-(4-morpholyl)-3-nitrobenzylideno]...
292

43
89

215
116 17413263 158 233199 258275

20.80 21.00 21.20 21.40

m/z 292.20  100.00%

20.80 21.00 21.20 21.40

m/z 193.10   35.35%

20.80 21.00 21.20 21.40

m/z 168.10   33.97%

20.80 21.00 21.20 21.40

m/z 178.10   33.55%

20.80 21.00 21.20 21.40

m/z 181.10   31.83%
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                                 Library Search Compound Report

  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  unknown-04                      Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.15  123.43 ng/ul    14888000   Chrysene-d12               21.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Quinoline, 2-chloro-6-methoxy-4-... 207 C11H10ClNO     006340-55-2 43
 2 7-Hydroxy-7,8,9,10-tetramethyl-7... 252 C18H20O        1000110-34-9 43
 3 Silicic acid, diethyl bis(trimet... 296 C10H28O4Si3    003555-45-1 37
 4 7-Chloro-4-methoxy-3-methylquino... 207 C11H10ClNO     1000213-52-2 37
 5 1-Methyl-3-phenylindole             207 C15H13N        030020-98-5 32

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 3156 (21.150 min): BM006356.D (-3151) (-)
207

292
178

41 152 22256 11589 249 27713771 327

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #60697: Quinoline, 2-chloro-6-methoxy-4-methyl-
207164

19251 102 12877
146

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #89780: 7-Hydroxy-7,8,9,10-tetramethyl-7,8-dihydrocyclohep...
207

192
16543 95 235

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #114916: Silicic acid, diethyl bis(trimethylsilyl) ester
207

281237
1911337345 163103

20.80 21.00 21.20 21.40

m/z 207.10  100.00%

20.80 21.00 21.20 21.40

m/z 292.25   43.54%

20.80 21.00 21.20 21.40

m/z 208.15   37.91%

20.80 21.00 21.20 21.40

m/z 209.15   34.91%

20.80 21.00 21.20 21.40

m/z 193.10   34.13%
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                                 Library Search Compound Report

  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 11  3-Chlorbenz-4-nitrophenylhy...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.33   10.92 ng/ul     1316900   Chrysene-d12               21.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chlorbenz-4-nitrophenylhydrazon   275 C13H10ClN3O2   005908-26-9 91
 2 Phenanthrene, 3,9-bis(1,1-dimeth... 290 C22H26         055125-03-6 87
 3 8H-Benzo[g]-1,3-benzodioxolo[6,5... 275 C17H9NO3       000475-75-2 64
 4 8H-Benzo[g]-1,3-benzodioxolo[6,5... 275 C17H9NO3       000475-75-2 62
 5 4,4'-(Alpha-methylbenzylidene)di... 290 C20H18O2       001571-75-1 59

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3187 (21.333 min): BM006356.D (-3179) (-)
275

195 215 2471658141 101 12113963 327293 355

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #103311: 3-Chlorbenz-4-nitrophenylhydrazon
275

30

11163

91
138

228167 194 24712

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #112345: Phenanthrene, 3,9-bis(1,1-dimethylethyl)-
275

102
130 202 245178 22676 152 293

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #103553: 8H-Benzo[g]-1,3-benzodioxolo[6,5,4-de]quinolin-8-one
275

188 246162 21981 12349 99

21.00 21.20 21.40 21.60

m/z 275.20  100.00%

21.00 21.20 21.40 21.60

m/z 290.20   36.15%

21.00 21.20 21.40 21.60

m/z 276.20   23.07%

21.00 21.20 21.40 21.60

m/z 195.05   18.57%

21.00 21.20 21.40 21.60

m/z 215.10   13.71%
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                                 Library Search Compound Report

  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 12  unknown-05                      Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.45    7.19 ng/ul      867165   Chrysene-d12               21.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Shizukanolide                       230 C15H18O2       070578-36-8 44
 2 3-Cyclohex-1-enyl-prop-2-enal       136 C9H12O         1000193-70-2 38
 3 Cyclohexanol, 2-methyl-5-(1-meth... 154 C10H18O        000619-01-2 38
 4 Cyclohexane, 1,2-dimethyl-3,5-bi... 192 C14H24         074806-55-6 35
 5 2-(6-Methylpyridin-2-ylmethyl)cy... 205 C13H19NO       128231-64-1 25

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 3207 (21.450 min): BM006356.D (-3203) (-)
95

121

7955

189147
271229 32617339 208 290253

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #76368: Shizukanolide
107

91

41 16065 131 187 215

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #15897: 3-Cyclohex-1-enyl-prop-2-enal
107

79
136

39

55

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #25641: Cyclohexanol, 2-methyl-5-(1-methylethenyl)-
10779

41
136

57
152

21.20 21.40 21.60 21.80

m/z  95.10  100.00%

21.20 21.40 21.60 21.80

m/z 107.05   78.79%

21.20 21.40 21.60 21.80

m/z 121.05   64.56%

21.20 21.40 21.60 21.80

m/z  93.05   56.39%

21.20 21.40 21.60 21.80

m/z  91.05   49.87%
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                                 Library Search Compound Report

  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 13  (DEL) Alkane: Straight-Chai...  Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.96    2.30 ng/ul      257153   Perylene-d12               23.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 93
 2 Eicosane                            282 C20H42         000112-95-8 92
 3 Octacosane                          394 C28H58         000630-02-4 90
 4 Heptadecane                         240 C17H36         000629-78-7 90
 5 Octacosane                          394 C28H58         000630-02-4 90

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3634 (23.962 min): BM006356.D (-3629) (-)
57

85

113 141 183 207 235162 355 415268

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #107655: Eicosane
57

85

11329 141 169 282197 225 253

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #107652: Eicosane
57

85
29

113 141 169 282

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #155178: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

23.60 23.80 24.00 24.20

m/z  57.10  100.00%

23.60 23.80 24.00 24.20

m/z  71.10   62.22%

23.60 23.80 24.00 24.20

m/z  43.10   53.60%

23.60 23.80 24.00 24.20

m/z  85.10   53.16%

23.60 23.80 24.00 24.20

m/z  55.10   20.51%
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                                 Library Search Compound Report

  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 14  unknown-06                      Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.56    2.79 ng/ul      311982   Perylene-d12               23.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H22O        006754-66-1 49
 2 Pyrene, hexadecahydro-              218 C16H26         002435-85-0 38
 3 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H22O        1000188-66-5 38
 4 Benzo[b]naphtho[1,2-d]furan         218 C16H10O        000239-30-5 38
 5 3-Amino-5-piperonyl-1,2,4-triazole  218 C10H10N4O2     014730-92-8 38

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3736 (24.562 min): BM006356.D (-3731) (-)
218

189

95 13555
161

408257 281 32511575 356

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #68233: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth...
218

176
41 13391

65

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #68257: Pyrene, hexadecahydro-
218

175

67
41 91 135

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #68225: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218

41 91 133
175

67

111 155

24.20 24.40 24.60 24.80

m/z 218.20  100.00%

24.20 24.40 24.60 24.80

m/z 189.15   47.38%

24.20 24.40 24.60 24.80

m/z 203.20   31.61%

24.20 24.40 24.60 24.80

m/z  95.05   30.67%

24.20 24.40 24.60 24.80

m/z 135.10   27.52%
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                                 Library Search Compound Report

  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 15  (DEL) Alkane: Straight-Chai...  Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.69    2.51 ng/ul      280960   Perylene-d12               23.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonacosane                          408 C29H60         000630-03-5 86
 2 Docosane                            310 C22H46         000629-97-0 86
 3 Hentriacontane                      437 C31H64         000630-04-6 83
 4 Tetracosane                         338 C24H50         000646-31-1 83
 5 Hexacosane                          366 C26H54         000630-01-3 83

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3758 (24.691 min): BM006356.D (-3753) (-)
57

85

113 208183141 267239 295 327 356

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #158131: Nonacosane
57

85

11329 141 169 197 225 253 281 408309 337 365

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #123095: Docosane
57

85

29 113 141 169 197 310225 253 281

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #162744: Hentriacontane
57

85

11329 141 169 197 225 253 309 351 436379280 407

24.40 24.60 24.80 25.00

m/z  57.10  100.00%

24.40 24.60 24.80 25.00

m/z  71.10   69.09%

24.40 24.60 24.80 25.00

m/z  43.10   58.65%

24.40 24.60 24.80 25.00

m/z  85.10   41.42%

24.40 24.60 24.80 25.00

m/z  55.05   29.07%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : V:\HPCHEM1\BNA_M\DATA\BM070916\
  Data File : BM006356.D                                          
  Acq On    : 08 Jul 2016  18:42
  Operator  : UM/SJ
  Sample    : H3861-01
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM02.2-EPA-BM070216.M
  Quant Title  : SVOA CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
(DEL) Alkane: Cyc...   2.83     5.3 ng/ul   312730  1   7.64 1187180  20.0
Bicyclogermacrene     20.37     4.5 ng/ul   537846  5  21.24 2412430  20.0
Azulene, 1,2,3,5,...  20.49     6.2 ng/ul   748851  5  21.24 2412430  20.0
unknown-01            20.56    35.8 ng/ul  4317400  5  21.24 2412430  20.0
Eudesma-4(14),11-...  20.72    12.8 ng/ul  1542000  5  21.24 2412430  20.0
Ethyl 1-thio-.alp...  20.79    33.7 ng/ul  4065240  5  21.24 2412430  20.0
2-Dimethylamino-3...  20.84    30.3 ng/ul  3653860  5  21.24 2412430  20.0
unknown-02            20.90    13.9 ng/ul  1670790  5  21.24 2412430  20.0
unknown-03            21.09    81.1 ng/ul  9777780  5  21.24 2412430  20.0
unknown-04            21.15   123.4 ng/ul 14888000  5  21.24 2412430  20.0
3-Chlorbenz-4-nit...  21.33    10.9 ng/ul  1316900  5  21.24 2412430  20.0
unknown-05            21.45     7.2 ng/ul   867165  5  21.24 2412430  20.0
(DEL) Alkane: Str...  23.96     2.3 ng/ul   257153  6  23.44 2234900  20.0
unknown-06            24.56     2.8 ng/ul   311982  6  23.44 2234900  20.0
(DEL) Alkane: Str...  24.69     2.5 ng/ul   280960  6  23.44 2234900  20.0
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